A hybrid Monte Carlo method for crystal structure determination from powder diffraction data.
A hybrid Monte Carlo algorithm for crystal structure determination from powder diffraction data is presented. The algorithm combines the key components of molecular dynamics and Monte Carlo simulations to achieve efficient sampling of phase space, allowing the crystal structure of capsaicin to be determined from powder diffraction data more effectively than by a simulated-annealing approach. The implementation of the algorithm, the choice of the simulation parameters and the performance of the algorithm are discussed.